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In the crystal structure of the title compound, C 15 H 16 O 2 S, the thiophene ring is essentially planar (r.m.s. deviation = 0.006 Å for all non-H atoms) and roughly coplanar with the benzene ring, the dihedral angle between the mean planes of the rings being 4. 35 (8) . An intramolecular O-HÁ Á ÁO hydrogen bond is observed between the OH group and the aldehyde O atom. = 93.25 (3) V = 668.0 (2) Å 3 Z = 2 Mo K radiation = 0.23 mm À1 T = 173 K 0.10 Â 0.10 Â 0.10 mm
Related literature

Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (ABSCOR; Higashi, 1995) T min = 0.977, T max = 0.977 5891 measured reflections 2705 independent reflections 1958 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.059 wR(F 2 ) = 0.208 S = 1.15 2705 reflections 179 parameters 9 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.41 e Å À3 Á min = À0.45 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
The molecular structure of the title compound is shown in Fig. 1 . The thiophene ring is essentially planar (rms deviation = 0.006Å for all non-H atoms) and roughly coplanar with the phenyl ring, making a dihedral angle between the mean planes of the rings of 4.35 (8)°. There are no intermolecular hydrogen bonds in the crystal structure but the intramolecular interaction O2-H2D···O1 between the hydroxy OH group and the aldehyde O atom is helpful to stabilize the molecular conformation.
Experimental 3-Bromo-5-tert-butyl-2-hydroxybenzaldehyde (1.50 g, 5.86 mmol), 2-thienyl-tributyltin (2.40 g, 6.45 mmol), triphenyl phosphine (0.31 g, 0.38 mmol) and palladium dichloride (0.05 g, 0.28 mmol) were added to 20 ml THF in a round flask, and this mixture was refluxed with agitation for 24 h. Then, 20 ml toluene was added and the mixture was refluxed at 100°C for another 24 h. Finally, the reaction mixture was refluxed at 105°C after addition of 20 ml DMF for further 24 h. After evaporating the solvent, the residue was chromatographed on silica gel and a yellowish precipitate was produced.
The precipitate was recrystallized from dichloromethane and yellow block-shaped crystals were obtained (0.62 g, 41%). 
Refinement
The H atoms attached to C atoms were placed in calculated positions and treated using a riding-model approximation (with C-H = 0.95 Å and U iso (H) = 1.2U eq (C) for aromatic H atoms, and with C-H = 0.98 Å and U iso (H) = 1.5U eq (C) for the methyl H atoms). The important H atoms bonded to O2 and C6 were located in the difference Fourier map and were freely refined. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.39900 (12) 0.44272 (9) 0.30990 (6) Geometric parameters (Å, °) S1-C1 1.683 (3) C8-C2 1.541 (4) S1-C12 1.716 (2) C7-C5 1.432 (3) supplementary materials sup-6 Fig. 1 
